Crystal Structure Report for Compound 2
A specimen of C20H32O2 was used for the X-ray crystallographic analysis. The X-ray intensity data were measured. A total of 720 frames were collected. The total exposure time was 0.40 h. The frames were integrated with the Bruker SAINT software package using a narrow-frame algorithm. The integration of the data using a triclinic unit cell yielded a total of 5460 reflections to a maximum θ angle of 27.85° (0.76 Å resolution), of which 4717 were independent (average redundancy 1.158, completeness = 95.8%, Rint = 2.69%, Rsig = 6.64%) and 3571 (75.70%) were greater than 2σ (F2). The final cell constants of a = 9.437(4) Å, b = 9.499(4) Å, c = 10.543(4) Å, α = 98.763(6)°, β = 95.390(5)°, γ = 99.422(5)°, volume = 914.6(6) Å 3 , are based upon the refinement of the XYZ-centroids of 1256 reflections above 20 σ(I) with 5.389° < 2θ < 41.63°. Data were corrected for absorption effects using the multi-scan method (SADABS). The ratio of minimum to maximum apparent transmission was 0.750. The final anisotropic full-matrix least-squares refinement on F2 with 409 variables converged at R1 = 7.37%, for the observed data and wR2 = 21.18% for all data. The goodness-of-fit was 1.020. The largest peak in the final difference electron density synthesis was 0.380 e − /Å 3 and the largest hole was −0.229 e -/Å 3 with an RMS deviation of 0.064 e − /Å 3 . On the basis of the final model, the calculated density was 1.071 g/cm 3 and F(000), 325 e − . Table S4 . Atomic coordinates and equivalent isotropic atomic displacement parameters (Å2) for Compound 2. U(eq) is defined as one third of the trace of the orthogonalized Uij tensor. 
125.4(5) C18-C4-C5-C6 −55.9(6) C20-C12-C11-O1 −12.1(8) C13-C12-C11-O1 168.1(5) C20-C12-C11-C10 108.8(7) C13-C12-C11-C10 −71.0(6) O1-C11-C10-C9 −69.2(6) C12-C11-C10-C9 165.7(5) C11-C10-C9-C8 −82.0(6) C10-C9-C8-C7 87.7(7) C10-C9-C8-C19 −92.1(8) C19-C8-C7-C6 −0.3(11) C9-C8-C7-C6 179.9(6) C8-C7-C6-C5 119.2(7) O5-C5-C6-C7 172.0(4) C4-C5-C6-C7 −65.9(6) C14-C1-C15-C16 −2.0(8)
142.7(5) C1-C2-C15-C17 −106.8(5) C21-C35-C22-C23 −110.6(5) C36-C35-C22-C23 0.9(7) C37-C35-C22-C23 141.9(4) C36-C35-C22-C21 111.4(5) C37-C35-C22-C21 −107.5(5) C35-C22-C23-C24 −153.5(5)
O2-C25-C26-C27 −178.0(4) C24-C25-C26-C27 −56.1(6) C25-C26-C27-C28 −119.8(6) C26-C27-C28-C29 −173.1(5) C26-C27-C28-C39 2.8(10) C27-C28-C29-C30 −37.8(9) C39-C28-C29-C30 146.0(6) C28-C29-C30-C31 −68.6(7)
C29-C30-C31-O3 −67.1(5) C29-C30-C31-C32 169.8 (4) O3-C31-C32-C40 −10.9(8) C30-C31-C32-C40 109.0 (7) O3-C31-C32-C33 170.3(4) C30-C31-C32-C33 −69.7(6) C40-C32-C33-C34 77.8(7) C31-C32-C33-C34 −103.5(5) C32-C33-C34-C21 178.2(4) C36-C35-C21-C34 −1.1(7) C37-C35-C21-C34 −146.8(5) C22-C35-C21-C34 108.7(5) C36-C35-C21-C22 −109.7(5) C37-C35-C21-C22 104.5(4) C33-C34-C21-C35 −154.5(5) C33-C34-C21-C22 −80.5(5) C23-C22-C21-C35 109.6(5) C23-C22-C21-C34 −6.6(7) C35-C22-C21-C34 −116.2(5) 
